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Data collection
Bruker APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.981, T max = 0.985 5920 measured reflections 1996 independent reflections 1459 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.153 S = 1.00 1996 reflections 146 parameters 1 restraint H-atom parameters constrained Á max = 0.12 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày; Àz.
Data collection: SMART (Bruker, 2000); cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
(E)-3-(1-Methyl-1H-pyrrol-2-yl)-1-phenylprop-2-en-1-one L. Liu, J. Li and Y. Shao
Comment
Chalcone and its derivatives have been of interest because they can serve as precursors for the biosynthesis of flavonoids and substrates for the evaluation of many organic reactions (Kelly et al., 2004; Takahashi et al., 2005) . The most important naturally occurring chalcone has shown potential as a drug candidate, flavokawain A from kava extracts which has strong anti-proliferative and apoptotic effects against human bladder cancer cells (Zi et al., 2005) . Pyrrole-based derivatives were also reported as potent anticancer agents (Bennasroune et al., 2004; Moriarty et al., 2006) . We now report the structure of a chalcone derivative with an N-methyl pyrrole group.
The title compound exists as the most stable (E)-configuration ( Fig.1 ). The pyrrole ring is connected to the phenyl group through the C5-C6=C7-C8-C9 chain with the C=C bond length being 1.332 (3) Å. The dihedral angle between the benzene ring and pyrrole ring is 29.3°, larger than that of (E)-3-(4-Fluorophenyl)-1-phenyl-2-propen-1-one (Jing, 2009) which demonstrate that the pyrrole unit influences the twist between the two rings.
There is a intramolecular C6-H6···O1 interaction between the carbonyl and olefinic H atom (Table 1 ). In its packing structure, hydrogen-bonded dimers are formed via intermolecular C1-H1C···O1 interactionss (Fig.2) .
Experimental
A solution of 1-methylpyrrole-2-carboxaldehyde (0.20 g, 1.8 mmol) in ethanol (15 ml) was added slowly to a mixture of acetophenone (0.22 g, 1.8 mmol) and KOH (0.10 g, 1.8 mmol) in methanol (30 ml) over 30 minutes at room temperature.
The mixture was stirred for 16 h, and the yellow solid (0.31 g, 88.6%) was collected by filtration. Single crystals suitable for X-ray diffraction were obtained after recrystallization from ethanol.
Refinement
Methyl H atoms were placed in calculated positions, with C-H = 0.96 Å, and refined using a riding model, with Uiso(H) = 1.5Ueq(C). Benzene and ethylene H atoms were also assigned to calculated positions with C-H = 0.93 Å, and refined using a riding model, with Uiso(H) = 1.2Ueq(C). (11) 0.0545 (10) 0.0080 (9) 0.0067 (9) −0.0111 (9) C3 0.0788 (13) 0.0739 (12) 0.0514 (11) 0.0111 (10) 0.0204 (9) −0.0058 (9) C4 0.0664 (11) 0.0655 (11) 0.0496 (10) 0.0013 (9) 0.0164 (8) 0.0008 (8) C5 0.0557 (10) 0.0477 (9) 0.0449 (9) 0.0075 (8) 0.0091 (7) 0.0017 (7) C6 0.0621 (10) 0.0502 (9) 0.0477 (9) 0.0061 (8) (7) 0.0081 (6) 0.0003 (6) O1 0.0733 (9) 0.0885 (10) 0.0591 (8) −0.0093 (7) 0.0244 (7) −0.0155 (7) Geometric parameters (Å, °) 
